Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.002 Å; R factor = 0.034; wR factor = 0.076; data-to-parameter ratio = 13.4.
Related literature
Mo K radiation = 0.09 mm À1 T = 298 K 0.32 Â 0.10 Â 0.10 mm
Data collection
Bruker SMART APEX CCD areadetector diffractometer 9057 measured reflections 2000 independent reflections 1700 reflections with I > 2(I) R int = 0.044 Refinement R[F 2 > 2(F 2 )] = 0.034 wR(F 2 ) = 0.076 S = 0.93 2000 reflections 149 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.11 e Å À3 Á min = À0.15 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SMART (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. supplementary materials sup-1 Acta Cryst. (2012). E68, o3240-o3241 supplementary materials Acta Cryst. (2012) . E68, o3240-o3241 [doi:10.1107/S1600536812043802] 3-[(R)-1-Hydroxybutan-2-yl]-1,2,3-benzotriazin-4(3H)-one Fernando Rocha-Alonzo, David Morales-Morales, Simón Hernández-Ortega, Reyna Reyes-
Martínez and Miguel Parra-Hake Comment
Benzo-1,2,3-triazinones are compounds widely investigated for their potential biological and chemical properties. These heterocyclic compounds have been studied as anesthetic (Caliendo et al., 1999) , anti-inflammatory (Zheng et al., 2005) , anticancer (Vaisburg et al.., 2004; Chollet et al., 2002) , and antitumoural (Le Diguarher et al., 2003; Clark et al., 1995) agents. In organic synthesis, 1,2,3-triazinones are used as an activating moiety in coupling agents for the preparation of peptides and amino acids (Carpino et al., 2004; Janout et al., 2003; Gierasch et al., 2000) . As result of its biological and synthetic importance, we have developed an alternative method for obtaining compounds with 1,2,3-triazinone moiety and in this paper we are describing the crystal structure of the title compound (I, Figure 1 ).
In the molecular structure of I, the N1=N2 bond [1.2636 (17) Å] is longer than the typical values for N=N double bonds (1.236 Å), whereas the N2-N3 bond [1.3735 (18) Å] is shorter than typical values for a N-N single bonds (1.404 Å) (Allen et al.., 1987) . The structure of I shows co-planarity between two rings (1.30°). These measurements are in agreement with other benzo-1,2,3-triazinone crystal structure reports (Hjortås et al., 1973; Hunt et al., 1983; Reingruber et al., 2009) . Of interest to pharmaceutical applications, it has been suggested that co-planar structure in benzo-1,2,3triazinones could give DNA-intercalating abilities such as those displayed by some anticancer agents (Reingruber et al., 2009 ).
In the crystal structure, adjacent units are arranged into one-dimensional chain along [100] direction via O-H···O intermolecular hydrogen bonds ( Figure 2 and Table 1 ).
Experimental
The synthesis of the tittle compound included reagents and solvents of reagent grade, which were used without further purification. To a solution of 2-[(4R)-4-ethyl-4,5-dihydro-1,3-oxazol-2-yl]aniline (Gómez et al., 2005) (0.89 g, 4.7 mmol, dissolved in 85 ml of methanol) was slowly added isoamyl nitrite (4.40 g, 37.6 mmol, 8 equiv) and the reaction mixture was stirred at room temperature until the disappearance of the aniline (followed by TLC, hexane/ethyl acetate, 3:1). The solvent was evaporated under reduced pressure to give a crude product that was purified by washing with petroleum ether 6, 144.5, 135.8, 133.2, 128.8, 125.7, 120.3, 64.2, 62.3, 24.2, 10.8. ESI-HRMS:220.1091 (100) Calcd./found) C, 60.26/60.73; H, 5.98/6.45; N, 19.17/19.47 .
Refinement
H atoms were included in calculated positions (C-H = 0.93 Å for aromatic H, C-H = 0.98 for methyn, C-H =0.97 Å for methylene H, and C-H= 0.96 Å for methyl H), and refined using a riding model, with U iso (H) = 1.2U eq of the carrier atoms. The hydroxyl H atoms were located in a difference map and refined with O-H = 0.85±0.01 Å, and with U iso (H) = 1.2U eq (O). program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
Computing details
SHELXTL (Sheldrick, 2008) . Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
3-[(R)-1-Hydroxybutan-2-yl]-1,2,3-benzotriazin-4(3H)-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0075 (7) 0.0013 (7) sup-6 (14) 0.0100 (9) −0.0071 (11) −0.0013 (10) C8 0.0435 (10) 0.0465 (11) 0.0651 (12) 0.0061 (9) 0.0060 (9) −0.0089 (10) C8A 0.0379 (9) 0.0352 (9) 0.0416 (10) −0.0030 (7) −0.0017 (8) −0.0044 (8) C9 0.0457 (9) 0.0337 (9) 0.0467 (10) 0.0058 (7) 0.0009 (9) −0.0019 (8) C10 0.0587 (11) 0.0362 (10) 0.0711 (12) 0.0034 (8) −0.0022 (12) −0.0055 (9) C11 0.0648 (12) 0.0429 (10) 0.0600 (12) 0.0132 (9) −0.0118 (10) −0.0007 (9) 
